The asymmetric unit of the title crystal structure is shown in the figure. Hydrogen atoms are omitted for clarity. Tables 1  and 2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Bruker programs [1] , SHELX [2] , DIAMOND [3] 1-(4-bromophenyl)-3-phenyl propargylic alcohol (344 mg, 1.2 mmol, 1.2 eq.) at room temperature under a nitrogen atmosphere. After stirring for ca. 5 min Al(OTf) 3 (47 mg, 0.1 mmol, 0.1 eq.), used as catalyst, was added and the reaction mixture heated to reflux for ca. 2 h. Upon completion (monitored by TLC) the reaction mixture was cooled to room temperature and the solvent was removed under reduced pressure. The crude reaction mixture was extracted with dichloromethane (3 × 25 mL), the organic phases combined, washed with brine (4 × 25 mL) and dried over Na 2 SO4. The solvent was removed under reduced pressure and the crude product purified by flash column chromatography using 
Experimental details
The aromatic H atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms, with C-H = 0.95 and 0.98 Å and U iso (H) = 1. 
Discussion
The presented scaffold represents a family of alkaloids which potentially translate to be a derivative of xanthines. It is known that the strategic substitutions on the amine nitrogen or the core itself could potentially impact towards a different pharmacological behaviour of the compound. As a result these compounds become selective towards different Adenosine Receptor (ARs) antagonists as perceived with OT-7999 studied for the treatment of glaucoma [4] . Moreover, these heterocycles have proved to be very important prospects in medicinal chemistry and organic synthesis in prompting extensive research on these pyrrole and pyrimidinecontaining compounds [5, 6] . They have been found to exhibit active pharmacological properties such as antibacterial [7] , antimicrobial [8] , antitumor [8, 9] , antimalarial [10] , immunosuppressant [11] , anti-oxidant [12] and anti-inflammatory [13] activities. To some extent, these pymiridine and pyrrole segments combined, signalled to also exhibit biological activities [14] [15] [16] . It is of these aforementioned statements, that the synthesis of these xanthine based derivatives, from easily accessible precursors, are of paramount importance.
There is one molecule in the asymmetric unit of the title structure (cf. the figure). The crystal structure is stabilized by very weak intra-molecular interactions between O1 and O2, respectively, with hydrogen atoms from neighbouring methyl groups. The atom O1 undergoes bifurcation with two hydrogens from C7 and C9 methyl groups. The core xanthine molecule in the asymmetric unit conforms in a way that is about 8°off from sitting perpendicular to the substituted bromo-benzyl moiety. As a result, the molecule itself hinders any inter-molecular interactions due to the observed steric hindrance (with a dihedral angle of almost perpendicular planes amounting to 81.9°).
